3. Selected bond lengths and angles of the calculated structure of IrCl(SiNP)(tfbb) (1) Figure S4 . View of the DFT-B3LYP calculated structure of IrCl(SiNP)(tfbb) (1) (CH 2 Cl 2 , 298 K) with the numbering scheme adopted. Most hydrogen atoms are omitted and only ipso carbon atoms are shown for clarity. 4. Selected bond lengths and angles of the calculated structure of IrCl(HNP) 2 (tfbb) (2) Figure S5 . View of the DFT-B3LYP calculated structure of IrCl(HNP) 2 (tfbb) (2) (CH 2 Cl 2 , 298 K) with the numbering scheme adopted. Most hydrogen atoms are omitted and only ipso carbon atoms are shown for clarity. 6. Selected bond lengths and angles of the calculated structure of Ir{PO(OMe) 2 }(SiNP)(tfbb) (4) Figure S7 . View of the DFT-B3LYP calculated structure of Ir{PO(OMe) 2 }(SiNP)(tfbb) (4) (CH 2 Cl 2 , 298 K) with the numbering scheme adopted. Most hydrogen atoms are omitted and only ipso carbon atoms are shown for clarity. 
